Ad 3.: The Lewatit isotherm model is using the experimental data of Veneman et al., (Veneman, R.; Zhao, W., Li, Z., Cai, N., Brilman, D.W.F. Adsorption of CO 2 and H 2 O on supported amine sorbents. Energy Procedia. 2014 Procedia. , 63, 2336 Ad 4.: Apart from the file format, the name of the files contains information on the computational task, molecular ensemble and method applied. In order to restore all quantitative data from the pdb files, a single-point calculation and a frequency calculation should be performed using the method listed in the name: B3LYP/6-31G*, and/or ωB97X-D/6 311+G(2df,2p). The frequency calculation is required to restore the thermodynamical enthalpy corrections, including the Zero Point Energy (ZPE). Molecular structures were put in folders, directly following the Tables S1-S4. In addition a small folder "Miscellaneous" was added for the uncatalysed reaction, and the methyl amine-H 2 O catalysis, according to Arstad, B.; Blom, R. , Swang, O. CO 2 Absorption in Aqueous Solutions of Alkanolamines: Mechanistic Insight from Quantum Chemical Calculations. J. Phys. Chem. A. 2007 Chem. A. , 111, 1222 Finally a folder was added containing the Lewatit oligomeric structures as obtained with Molecular Mechanics (MMFF). MMFF is the Molecular Mechanics Force Field from Merck Pharmaceuticals. In this case a single point calculation using the MMFF force field is required only to restore the strain energies.
The files under 2,3, and 4 were zipped. 
Tables S1-S4

